Supplementary Methods
In silico docking studies. The ICM docking algorithm was applied as part of the ICM Pro software package (version 3.7, Molsoft, L.L.C.), and calculations were run on a Mac Pro workstation. The protein structures were converted into ICM objects, charges were assigned, orientations of side chain amides were corrected, and hydrogens were added with their positions optimized by energy minimization using the MMFF force field. The receptor site was defined as an 8 Å radius about the catalytic cysteine 227. 3D coordinates of the compounds were generated and charges were assigned using the implemented compound preparation tool.
Cytotoxicity Assay. HeLa cells were pre-treated in the absence of serum for 45 min at 37°C with various concentrations of compound 1 in DMEM (25,000 cells per well of a 96 well plate).
Serum was then added to a final concentration of 10% and cells were cultured for 2 d. Cell viability was evaluated using the MTT assay kit according to the manufacturer's recommendations (Roche). Formazan crystals formed by metabolic active cells were quantified using a multiwell spectrophotometer and absorbance was determined at 595nm (test wavelength) from which absorbance at 690nm (reference wavelength) was subtracted. The percentage of standard lysis buffer (50 mM HEPES pH 7.4, 100 mM NaCl, 1% Triton X-100, 5 mM EDTA, 1 mM PMSF, 5 mM sodium orthovanadate, 50 mM NaF) containing n-octyl-β-D-glucoside (50 mM). Later, post-nuclear supernatants were subjected to SDS-PAGE and immunoblotting with the indicated antibodies. 
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